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Chemicals and reagents
UHPLC-Orbitrap-MS/MS analysis
Orbitrap-MS/MS method: Full MS was operated with a resolution of 120000, AGC target of 3.0E6 and a maximum IT of 200 ms; scan range was 80 to 1000 m/z, profile spectrum data were acquired. Datadependent MS/MS (dd-MS 2 ) was operated with a resolution of 15000, AGC target of 1.0E5 (min.
8.0E3), maximum IT of 30 ms, top 5 precursor ions were selected for MS/MS, profile spectrum was acquired. The spray voltage was 3.5 kV for positive mode and 3.0 for negative mode.
Quality Assurance
None of the target analytes was detected in the blanks (i.e., methanol and Milli-Q water). The intraday coefficient of variation of the analytical instrument was <11% for all the compounds, derived from the quality control samples including four calibration standards. The SPE method recovery was tested by spiking deionized water with the target analytes at a final concentration of 10 µg L -1 . The recoveries of the analytes ranged from 42% for climbazole to 99% for gabapentin (n=3). Relative standard deviations in the triplicate wastewater samples were <18%, calculated for all the target analytes with the detected concentration in influent samples above their LOQ.
HRMS data post-processing workflow parameters in CompoundDiscoverer
Step Step III -Compound Detection -Considered elements: C50, H100, Br5, Cl6, F10, I5, N10, O15, P5, S5 Mass tolerance: 5 ppm; intensity tolerance: 30%
Step IV -Background Subtraction -Maximum sample/blank ratio*: 3 * The maximum allowed peak area ratio of a compound in sample vs. blank (Milli-Q and methanol) to be considered as background.
-Mass tolerance: 5 ppm
Step 
Evaluation of uncertainty in the removal efficiency calculation
RE (%) of a compound was calculated as the abundance change between influent and effluent:
The uncertainty of the mean is determined by 
The 95% confidence intervals for RE is 1 -A/B (1 + 1.96 s) and 1 -A/B (1 -1.96 s).
The same method was applied to the uncertainty analysis for the RE calculated from the non-target analysis data. The measured peak areas were used instead of concentrations. Figure S1 . Identification of 2-chlorobenzoic acid (mzCloud match score: 89.9 .
Identification of the target compounds
) in the calibration standard. Shown is the matching of the detected MS/MS of the compound (top) to the library record (bottom).
Figure S2. Identification of 4-hydroxybenzotriazole (mzCloud match score: 90.8) in the calibration standard. Shown is the matching of the detected MS/MS of the compound (top) to the library record (bottom).
Figure S3. Identification of 1H-benzotriazole (mzCloud match score: 98.2) in the calibration standard. Shown is the matching of the detected MS/MS of the compound (top) to the library record (bottom).
